Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.005 Å; R factor = 0.032; wR factor = 0.089; data-to-parameter ratio = 11.9. organic compounds o1464 Chiang et al.
The molecule of the title compound, C 4 H 4 IN 3 , has crystallographic mirror plane symmetry. In the crystal, the molecules are connected through N-HÁ Á ÁN hydrogen bonds into polymeric tapes extended along the a axis, which are typical of 2-aminopyrimidines. Each molecule acts as a double donor and a double acceptor in the hydrogen bonding.
Related literature
For coordination polymers formed with the title compound, see: Lin et al. (2006) 
Data collection
Bruker P4 diffractometer Absorption correction: multi-scan (XSCANS; Siemens, 1995) T min = 0.332, T max = 1.000 800 measured reflections 573 independent reflections 535 reflections with I > 2(I) R int = 0.032 3 standard reflections every 97 reflections intensity decay: none Refinement R[F 2 > 2(F 2 )] = 0.032 wR(F 2 ) = 0.089 S = 1.10 573 reflections 48 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.93 e Å À3 Á min = À0.83 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
N2-H2NÁ Á ÁN1 i 0.79 (5) 2.37 (5) 3.157 (4) 173 (6) Symmetry code: (i) Àx À 1 2 ; Ày þ 3 2 ; Àz þ 1.
Data collection: XSCANS (Siemens, 1995) ; cell refinement: XSCANS; data reduction: XSCANS; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XP in SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. Fig. 1 . Crystal structure of the title compound with labeling and displacement ellipsoids drawn at the 30% probability level.Symmetry codes: (i) -x, y, z. 
Figures
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Special details
Experimental. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-supplementary materials sup-3 factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
Geometric parameters (Å, °)
I-C1 2.088 (5) N2-H2N 0.79 (5) N1-C2 1.331 (4) C1-C2 1.377 (4) N1-C3 1.346 (4) C2-H2C 0.9300 N2-C3 1.346 (10) C2-N1-C3 116.1 (3) N1-C2-H2C 118.9 C3-N2-H2N 120 (4) C1-C2-H2C 118.9 
